In the molecule of deferasirox dimethylformamide solvate, C 21 H 15 N 3 O 4 ÁC 3 H 7 NO, the central 1,2,4-triazole ring is tilted with respect to the benzoic acid and one of the 2-hydroxyphenyl units but coplanar with the other 2-hydroxyphenyl group, as indicated by the dihedral angles of 33.69 (9), 72.57 (8) and 5.18 (9) , respectively. Intramolecular O-HÁ Á ÁN hydrogen bonds generate an S(6) ring motif. In the crystal, deferasirox molecules are linked by O-HÁ Á ÁN hydrogen bonds and weak C-HÁ Á ÁO interactions into chains along the c axis. The dimethylformamide solvent molecules are located between the deferasirox chains and are linked to the deferasirox molecules by O-HÁ Á ÁO hydrogen bonds and weak C-HÁ Á ÁO interactions.
Related literature
For bond-length data, see: Allen et al. (1987) . For graph-set notation, see Bernstein et al. (1995) . For background to, and applications of, deferasirox, see : Choudhry & Naithani (2007) ; Lalitha Manasa et al. (2011); Nick et al. (2003) ; Yang et al. (2007) . For related structures, see: Ishak et al. (2011) ; Rajnikant et al. (2006) ; Yathirajan et al. (2006 Yathirajan et al. ( , 2007 . For the stability of the temperature controller, see Cosier & Glazer (1986) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 The main use of deferasirox bis(2-hydroxyphenyl)-1H-1,2,4-triazol-1-yl]benzoic acid) is to reduce chronic iron overload in patients who are receiving long-term blood transfusions. Reviews on the use of deferasirox (Yang et al., 2007) and its structure-activity properties (Nick et al., 2003) have been published. The current status of iron overload and chelation with deferasirox has been described (Choudhry & Naithani, 2007) . Novel spectrophotometric methods for the determination of deferasirox have been reported (Lalitha Manasa et al., 2011) . The crystal structures of 1-2-4-triazole derivatives have been reported (Ishak et al., 2011; Rajnikant et al., 2006; Yathirajan et al., 2006; . In view of the importance of deferasirox, the crystal structure of the title compound (I) is reported.
The asymmetric unit of (I), C 21 H 15 N 3 O 4 .C 3 H 7 NO, comprises the deferasirox molecule and one dimethylformamide solvent molecule. In the deferasirox molecule, the central 1,2,4-triazole ring makes the dihedral angles of 33.69 (9), 5.18 (9) and 72.57 (8)° with the C1-C6, C10-C15 and C16-C21 benzene rings respectively, indicating that the 1,2,4-triazole ring is tilted with respect to the benzoic acid (C1-C6 ring) and one of the 2-hydroxyphenyl (C10-C15 ring) moieties, whereas it is co-planar with the other 2-hydroxyphenyl (C16-C21 ring) moiety.
An intramolecular O3-H1O3···N2 hydrogen bond generates an S(6) ring motif (Bernstein et al., 1995) which helps to stabilize the planarity of the 1,2,4-triazole and 2-hydroxyphenyl moiety (C8-C15/N1-N3), with the r.m.s = 0.342 (2) Å for the twelve non-H atoms. The dihedral angle between the two 2-hydroxyphenyl rings is 76.56 (8)°, whereas the C1-C6 ring of the benzoic acid makes the dihedral angles of 38.04 (9) and 67.34 (8)° with the C10-C15 and C16-C21 rings, respectively. Bond distances of (I) are in normal range (Allen et al., 1987) and comparable with the related structures (Ishak et al., (2011); Rajnikant et al., (2006) and Yathirajan et al., (2006; .
In the crystal packing (Fig. 2) , the molecules of deferasirox are linked by intermolecular O-H···N hydrogen bonds and weak C-H···O interactions (Table 1) into chains along the c axis. The dimethylformamide solvent molecules are located at the interstitials of the deferasirox chains and linked to the deferasirox molecules by O-H···O hydrogen bonds and weak C-H···O interactions ( Fig. 2 and Table 1 ).
The title compound was obtained as a gift sample from Jubilant Life Sciences, Noida, India. Colorless block-shaped single crystals of the title compound suitable for X-ray structure determination were recrystalized from toluene/dimethylformamide (1:1 v/v) by slow evaporation of the solvent at room temperature after several days. Mp. 539-540 K.
Refinement
Atom H1O3 of the hydroxy group was located from the difference map and refined isotropically. The remaining H atoms Å for aromatic and sp 2 CH, and 0.98 Å for CH 3 atoms. The U iso values were constrained to be 1.5U eq of the carrier atom for methyl H atoms and 1.2U eq for the remaining H atoms. A rotating group model was used for the methyl groups.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 );
program(s) used to solve structure: SHELXTL (Sheldrick, 2008 ); program(s) used to refine structure: SHELXTL (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
SHELXTL (Sheldrick, 2008) and PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound, showing 50% probability displacement ellipsoids and the atom-numbering (Cosier & Glazer, 1986 ) operating at 100.0 (1) K. Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. Symmetry codes: (i) x, y, z+1; (ii) x, −y+1/2, z+1/2; (iii) −x+1, −y, −z+2; (iv) x+1, y, z−1; (v) x, −y+1/2, z−1/2; (vi) x, y, z−1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

